Ground and electronically excited singlet-state structures of 5-fluoroindole deduced from rotationally resolved electronic spectroscopy and ab initio theory.
The structure and electronic properties of the electronic ground state and the lowest excited singlet state (S(1)) of 5-fluoroindole (5FI) were determined by using rotationally resolved spectroscopy of the vibration-less electronic origin of 5FI. From the parameters of the axis reorientation Hamiltonian, the absolute orientation of the transition dipole moment in the molecular frame was determined and the character of the excited state was identified as L(b).